The asymmetric unit of the title crystal structure is shown in the figure. Tables 1 and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters. 
Source of material
The title product was prepared by the modified method reported by Wu's group [5] . Under an argon atmosphere, KO t Bu (224.4 mg, 2.0 mmol), DMAc (2.0 mL) and 4-methylbenzonitrile (393 mg, 3.0 mmol) were successively added into a Schlenk tube. Then the mixture was stirred vigorously at 110°C for 16 h. The reaction mixture was cooled to room temperature, diluted with ethyl acetate (30 mL), and washed with saturated brine. The organic phases were dried over anhydrous Na 2 SO 4 , filtered, and then the solvent was removed under reduced pressure. The residue was purified by flash column chromatography (SiO 2 ) to give the title product in 87% yield as a white solid. Crystals were grown in a mixture of ethyl acetate and petroleum ether.
Experimental details
All hydrogen atoms attached to C atoms were introduced using the HFIX command in the SHELXL program [2, 3] . The C-H distances in CH 3 were restrained to 0.96 Å with U iso values to be 1.5U eq (C). Vinylic and aromatic C-H distances were restrained to 0.93 Å with U iso values to be 1.2U eq (C) [4] .
Discussion
Pyrimidines are frequently found in natural products. Some of them show biological and pharmaceutical activities or can be used as functional materials [6] [7] [8] [9] [10] [11] .
The bond lengths and angles derived from the title structure are within normal ranges. All ring moieties are almost all in one plane. This study is part of our attempt to synthesize new pyrimidine derivatives with potential applications in medicine and advanced materials. 
